The parameterization of the DFTB-lanl22 model is provided in Tables 1-4 
Parameterization of the Slater-Koster bond integrals, h ll τ (R) = h ll τ (R 0 ) exp(A 1 (R − R 0 ) + A 2 (R − R 0 )
2 ).
ll τ h ll τ (R 0 ) (eV) A 1 (Å −1 ) A 2 (Å −2 ) R 0 (Å) Table 3 : On-site energies, l , and Hubbard U parameters for C, H, N, and O. -13.811288 -5.623091 13.150637 H -5.911651 -12.472702 N -19.015627 -9.619622 15.949008 O -21.820289 -9.713321 14.960022 Table 4 : Parameterization of the repulsive pair potentials, Φ(R) = Φ 0 exp( 
